Introduction
Pyribenzoxim, benzophenone O- [2,6-bis [(4,6- dimethoxy-2-pyrimidinyl)oxy]benzoyl]oxime (Figure 1) , is a new postemergence herbicide developed by LG Chem Investment (Korea), providing broad-spectrum weed control in rice fields. 1, 2 As do the sulfonylurea and imidazolinone herbicides, this pyrimidinyloxybenzoate is known to inhibit acetolactate synthase (ALS), the enzyme involved in the biosynthesis of the branched amino acids in plants. 3 There was also no significant maternal or embryonic toxicity, 4 and no phytotoxicity was observed. 1 The bioavailabilty was negligible in rats by the elimination of radioactivity with feces (~88%) and urine (~8%) after 7 days of treatment. 5 In the aquatic environment Seo et al. 6 suggested that the possibility of pyribenzoxim bioconcentration is not likely to occur. Since structural details of pyribenzoxim were not yet known, knowing the related information could pave a way to designing more efficient and potent herbicidal compounds. For these reasons, in the present study the structure of pyribenzoxim was determined unambiguously with single crystal X-ray crystallography.
Experimental Section
Small crystals were obtained by slow evaporation in a mixture of dichloromethane and hexane. The size of the data crystal is approximately 0.30 × 0.20 × 0.14 mm . Intensity data were collected with the ω-2θ scan techniques. The intensities of two standard reflections, showed no significant deviations during the data collection. A summary of the crystallographic data, data collection and structure refinement for the pyribenzoxim is given in Table 1 .
The centrosymmetric space group P1 was assumed and the satisfactory refinement confirmed the choice of this space group. The initial position for all non hydrogen atoms were obtained by using direct methods of the SHELXS-86 program. 7 The structure was refined by full matrix leastsquares technique with the use of the SHELXL-93 pro- 
Results and Discussion
An ORTEP diagram and numbering scheme for pyribenzoxim are shown in Figure 2 . Two benzene rings of benzophenone oxime ester group of pyribenzoxim were nearly perpendicular to each other. Also, two dimethoxypyrimidine rings were not in the same plane. X-ray crystallography revealed that pyribenzoxim cocrystallizes with one molecule of dichloromethane. The mean C-C single bond length is 1.49 Å, in good agreement with the expected range for a C-C single bond. Single bond length of nitrogen-oxygen and double bond length of carbon-oxygen are about 1.43, and 1.20 Å, respectively. Bond lengths among the phenyl ring carbons are around 1.39 Å, in the expected range. Bond angles of sp 2 hybrid of benzene ring are around 120º. The values of selected bond lengths, angles and torsion angles are given in Table 2 . Figure 3 shows the packing mode of molecules in the unit cell. Two molecules of pyribenzoxim were packed with an inversion symmetry. The arrangement of the molecular units suggests that the packing should be stabilized by a network of intermolecular hydrophobic interactions between the benzene groups of benzophenone oxime groups of pyribenzoxim.
